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The molecules of the title compound, C 9 H 5 ClF 3 N 5 O, are linked by two independent N-HÁ Á ÁN hydrogen bonds into sheets containing alternating R 2 2 (8) and R 6 6 (36) rings.
Comment
We have recently reported the molecular and supramolecular structures of a number of N-aryl-2-chloronicotinamides obtained from the reactions between 2-chloronicotinoyl chloride and substituted anilines (de Souza et al., 2005; Cuffini et al., 2006) . In a continuation of this study, we now report the structure of the title compound, (I), obtained from the reaction between 2-chloronicotinoyl chloride and 5-amino-3-trifluoromethyl-1H-1,2,4-triazole. The formation of (I) was unexpected, as reaction at the exocyclic amino group was expected to yield the isomeric compound, (II) (see scheme).
The carbonyl group of (I) is almost coplanar with the triazole ring (Fig. 1, Table 1 ) and this is possibly controlled by the intramolecular N-HÁ Á ÁO hydrogen bond (Table 2) . On the other hand, the pyridyl ring is rotated significantly out of this plane. The bond distances in the triazole ring provide evidence for strong bond fixation within this ring.
The molecules of compound (I) are linked by two independent N-HÁ Á ÁN hydrogen bonds (Table 2) into sheets, whose formation can readily be analysed in terms of two simple substructures, each utilizing just one hydrogen bond. One substructure is finite and zero-dimensional, while the other is one-dimensional.
The finite substructure is formed from paired hydrogen bonds. Amino atom N5 in the molecule at (x, y, z) acts as hydrogen-bond donor, via atom H5B, to the triazole ring atom N4 in the molecule at (1 À x, 1 À y, 1 À z), so forming by inversion an R 2 2 (8) (Bernstein et al., 1995) dimer centred at (Fig. 2) . This dimer can conveniently be regarded as the basic building block in the sheet structure.
In the second substructure, amino atom N5 acts as hydrogen-bond donor, via atom H5A, to pyridyl ring atom N21 in the molecule at ( (Fig. 4) .
There are no direction-specific interactions between adjacent sheets. In particular, C-HÁ Á Á hydrogen bonds andstacking interactions are absent. The molecular structure of compound (I), showing the atom-labelling scheme. Displacement ellipsoids are drawn at the 30% probability level. 
Experimental
A mixture of 2-chloronicotinoyl chloride (0.88 g, 5 mmol) and 5-amino-3-trifluoromethyl-1H-1,2,4-triazole (0.76 g, 5 mmol) (Lopyrev & Rakhmatulina, 1983 ) in 1,2-dichloroethane (15 ml) was heated under reflux for 1 h. The mixture was then cooled and the solvent removed under reduced pressure. The resulting solid product, (I), was recrystallized from ethyl acetate to give crystals suitable for singlecrystal X-ray diffraction.
Crystal data Table 1 Selected geometric parameters (Å , ).
Table 2 Hydrogen-bond geometry (Å , ). All H atoms were located in difference maps and then treated as riding atoms, with C-H = 0.95 Å and N-H = 0.88 Å , and with U iso (H) = 1.2U eq (C,N).
Data collection: COLLECT (Nonius, 1999); cell refinement: DENZO (Otwinowski & Minor, 1997) and COLLECT; data reduction: DENZO and COLLECT; program(s) used to solve structure: OSCAIL (McArdle, 2003) and SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: OSCAIL and SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97 and PRPKAPPA (Ferguson, 1999) . ): 3368, 3304, 3213, 3156, 1655, 1581, 1567, 1446, 1408, 1383, 1332, 1202, 1139, 1080, 985, 812, 759, 730, 657, 556, 503 . 
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